S2 -13 C NMR data for all compounds S4 − NMR spectral data for 6-thio N1-cIDPR S8 -HPLC trace for 6-thio N1-cIDPR S9 -Fluorescence spectrum for 6-thio N1-cIDPR S10 -Size effect of the C-6 substituent on the purine ring S11 -Computational calculations of pKa
S2 13 C NMR for all compounds 6-Chloro adenosine 2′,3′,5′-triacetate (6). 13 C (CDCl 3 , 100 MHz) δ 170. 4, 169.7, 169.5 (all C=O) , 152.4 (C-2), 151.6 (C-6), 151.3 (C-4), 143.7 (C-8), 132.4 (C-5), 86.9 (C-1′), 80.6 (C-4′), 73.2 (C-2′), 70.5 (C-3′), 63.0 (C-5′), 20.9, 20.6, 20.5 (all CH 3 ) . 6-N-Methyl adenosine 5′-acetate. 13 C (d 6 -DMSO, 100 MHz) δ 170.8 (C=O), 155.7 (C-6), 153.3 (C-2), 148.8 (C-4), 140.0 (C-8), 120.1 (C-5), 88.3 (C-1′), 82.1 (C-4′), 73.4 (C-2′), 70.9 (C-3′), 64.5 (C-5′), 27.6 (CH 3 -N) and 21.2 (CH 3 ). Table 2 . pK a s for X = O. X 1 = SH pK a X 2 = S pK a X 1 : S + H 2 → SH -X 2 : S + H → S -X 1 : SH → S -3.73 N 1 : N + H 2 → NH -5.55 N 1 : N + H → N 0.65 N 1 : NH → N -12.44 N 7 : N + H → N 1.14 N 7 : N + H → N 1.77
6-N-Methyl

